LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121220\
Data File : BF122680.D

Acqg On : 12 Dec 2020 16:08

Operator : JU/CG

Sample : L5043-02 :
Misc : KENS-SS1-121020-0-7

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122680.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.122 3 6 11 rVvB 35363 44311 1.38% ©0.199%
2 5.457 568 573 576 rBV 2829366 2590384 80.90% 11.620%
3 6.469 740 745 761 rBV 2565242 2831175 88.42% 12.700%
4 6.669 776 779 792 rBV 22084 34003 1.06% 0.153%
5 6.834 804 807 811 rBV 977072 771178 24.09%  3.459%

6 7.398 898 903 906 rBV 1895264 1721014 53.75% 7.720%
7 8.122 1021 1026 1041 rBV 1009356 1020997 31.89% 4.580%
8 9.192 1204 1208 1219 rBV 3191676 3201852 100.00% 14.363%
9 9.586 1272 1275 1285 rBV 222795 219448 6.85% 0.984%

9

10 .875 1319 1324 1334 rVB 1392690 1201461 37.52% 5.389%
11 10.663 1454 1458 1469 rBV 1871548 1739051 54.31% 7.801%
12 11.357 1572 1576 1588 rBV 1275472 1239124 38.70% 5.558%
13 11.886 1658 1666 1670 rBV3 22599 36859 1.15% ©.165%
14 12.674 1795 1800 1807 rBV 52629 91444  2.86% 0.410%
15 12.945 1841 1846 1849 rBV 3423681 3074528 96.02% 13.792%
16 13.421 1919 1927 1932 rBV 104711 176396 5.51% 0.791%
17 13.857 1996 2001 2002 rBV 34235 33483 1.05% ©.150%
18 13.874 2002 2004 2019 rVV6 40780 118436 3.70% ©.531%
19 13.998 2021 2025 2035 rVB 1198738 1126104 35.17% 5.051%
20 14.751 2150 2153 2160 rBV3 62897 90826 2.84% 0.407%

21 15.462 2268 2274 2281 rBV 685470 930756 29.07% 4.175%

Sum of corrected areas: 22292830
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121220\

BF122680.D
: 12 Dec 2020 16:08

Ju/CG

L5043-02 :
: KENS-SS1-121020-0-7
: 8 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121220\
Data File : BF122680.D

Acqg On : 12 Dec 2020 16:08

Operator : JU/CG

Sample : L5043-02 :
Misc : KENS-SS1-121020-0-7

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.421 3.13 ng 176396 Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 98
2 7-Nonenamide 155 C9H17NO 090949-53-4 64
3 Hexadecanamide 255 C16H33NO 000629-54-9 64
4 Octanamide 143 C8H17NO 000629-01-6 53
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 53

Abundance Scan 1927 (13.421 min): BF122680.D\data.ms (-1919) (- m/z 59.00 100.00%

59.0
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98.1 13.50
28.1 :
ob— W 20802381 2BLT L, 72010 72.02%
m/z--> 50 100 150 200 250
Abundance #128445: 9-Octadecenamide, (Z)-
59.0
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13.50
m/z 55.00 37.42%
29.0‘
o L dLCE0280 a0 2m0 2ea
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Abundance #28131: 7-Nonenamide
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13.50
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29. OH ‘ 98.0 155.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121220\
Data File : BF122680.D

Acqg On : 12 Dec 2020 16:08

Operator : JU/CG

Sample : L5043-02 :
Misc : KENS-SS1-121020-0-7

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknownl3.874 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.874 2.10 ng 118436 Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 35
2 Decyl trifluoroacetate 254 C12H21F302 000333-88-0 27
3 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 25
4 n-Nonadecanol-1 284 C19H400 001454-84-8 22
5 1-Hexadecanol 242 C16H340 036653-82-4 22
Abundance Scan 2004 (13.874 min): BF122680.D\data.ms (-2002) (- m/z 83.10 100.00%
57.0 83.1
149.0
5000
1.1 191.0
P P
M M 1l ‘ | 13.50 14.00
O e e A e e e e mM/z 57.05 0 95.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #161090: Sulfurous acid, butyl tridecyl ester
57.0
5000 — —
85.0 13.50 14.00
m/z 105.00 87.46%
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105159: Decyl trifluoroacetate
55.0 n
D
83.0 13.50 14.00
5000 m/z 149.00 58.63%
111.0
29.0
H ‘ 140.0 185.0
o e 2380
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #149369: Sulfurous acid, butyl dodecy! ester — 4
57.0 13.50 14.00
m/z 41.00 56.94%
5000
85.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121220\
Data File : BF122680.D

Acqg On : 12 Dec 2020 16:08

Operator : JU/CG

Sample : L5043-02 :
Misc : KENS-SS1-121020-0-7

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
9-Octadecenamid... 13.421 3.1 ng 176396 5 13.998 1126100 20.0
unknownl13.874 13.874 2.1 ng 118436 5 13.998 1126100 20.0

8270-BF120520.M Tue Dec 15 17:17:59 2020 Pag 5



